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Figure S2. Binding mode of carmofur and N3 to Mpro.  356 

A.! Overall structural comparison between the M*+,-carmofur and M*+,-N3 complexes. 357 

The salmon cartoon represents the carmofur bound structure and the light cyan 358 

represents the N3 bound structure. Carmofur, N3 and DMSO are represented by 359 

the purple, yellow and green balls and sticks, respectively. 360 

B.! The binding pocket of M*+,. Carmofur and N3 are represent in the same way as in 361 

Figure S2A. 362 

"#! Schematic diagram of carmofur and N3.!363 
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Figure S3. Cysteine residues in Mpro 366 

Each cysteine side chain is represented by a colored sphere. 367 
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